LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127979.D

Acqg On : 28 Apr 2022 14:23
Operator : CG\JU

Sample : N2482-04

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF042222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127979.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.069 299 303 309 rVB 142995 180764 3.73% 0.644%
2 4.275 334 338 342 rBV 49500 59015 1.22% 0.210%
3 5.175 486 491 501 rBV 118711 145965 3.01% ©0.520%
4 5.557 548 556 559 rBV 2710060 2713614 55.96% 9.666%
5 5.787 591 595 598 rBV 194915 161633 3.33% 0.576%
6 6.551 716 725 733 rBV 2042320 2092448 43.15% 7.454%
7 6.728 752 755 757 rBV 152995 141034 2.91% 0.502%
8 6.757 757 760 773 rVV2 191030 289173 5.96% 1.030%
9 6.851 773 776 786 rVvV 184333 289725 5.97% 1.032%
10 6.928 786 789 796 rVB 770137 702200 14.48% 2.501%
11 7.098 815 818 822 rBvV2 54768 59985 1.24% 0.214%
12 7.245 840 843 853 rVB4 24948 49553 1.02% 0.177%
13 7.333 853 858 864 rVB3 44418 53968 1.11% 0.192%
14 7.498 880 886 889 rVB 2618269 2845778 58.69% 10.137%
15 7.569 893 898 901 rBV 61947 70176  1.45% 0.250%
16 8.151 988 997 1000 rBV2 66710 99002 2.04% ©.353%
17 8.210 1003 1007 1016 rVB 861063 910946 18.79%  3.245%
18 8.539 1059 1063 1070 rBV3 57401 78151 1.61% 0.278%
19 8.622 1073 1077 1087 rVB 53340 74979 1.55% 0.267%
20 9.204 1172 1176 1182 rBvV3 38219 92544 1.91% 0.330%
21  9.292 1185 1191 1194 rBV 4794227 4849197 100.00% 17.274%
22 9.386 1204 1207 1221 rVB 979133 1106732 22.82% 3.942%
23 9.969 1301 1306 1310 rBV 1052990 958664 19.77% 3.415%
24 10.380 1372 1376 1380 rVB2 76338 82793 1.71% 0.295%
25 10.674 1422 1426 1433 rBV2 80885 93284 1.92% 0.332%

26 10.769 1436 1442 1445 rBV 2916447 3013550 62.15% 10.735%
27 11.463 1556 1560 1563 rBV 1123990 952844 19.65%  3.394%
28 11.839 1621 1624 1628 rVB 264904 234280 4.83% 0.835%
29 12.551 1740 1745 1748 rVB2 223996 187498 3.87% 0.668%
30 13.057 1826 1831 1834 rBV 4226274 4250248 87.65% 15.140%

31 14.110 2006 2010 2016 rVB 610439 600540 12.38% 2.139%
32 15.615 2261 2266 2277 rBV 458372 632140 13.04%  2.252%

Sum of corrected areas: 28072423
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127979.D

Acqg On : 28 Apr 2022 14:23
Operator : CG\JU

Sample : N2482-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF127979.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127979.D

Acqg On : 28 Apr 2022 14:23
Operator : CG\JU

Sample : N2482-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 unknown5.175 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

5.175 4.16 ng 145965 1,4-Dichlorobenzene-d4 6.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 43
2 Butanoic acid, 4-methoxy-, methy... 132 C6H1203 029006-01-7 42
3 Butane, 1-(1-methylethoxy)- 116 C7H160 001860-27-1 38
4 Ethanol, 2-(1-methylethoxy)- 104 C5H1202 000109-59-1 37
5 Butanoic acid, 4-methoxy- 118 C5H1003 029006-02-8 28

Abundance Scan 491 (5.175 min): BF127979.D\data.ms (-486) (-) m/z 43.05 100.00%

43.0
5000 59.1
73.1
101.1 4.80 5.00 5.20 5.40
Obrrpererprrrprre sttt b M7z 45,100 52.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10041: 2-Propanol, 1-propoxy-
45.0
73.0
5000 L L L B I B IR R
59.0 4.80 5.00 5.20 5.40
m/z 59.10 42.84%
31.0
oL 150 |, all |y 890 1030 117.0
\\‘\\\\‘\\\\‘f\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\1‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #16424: Butanoic acid, 4-methoxy-, methyl ester
45.0
590 L L N L BRI LR B
4.80 5.00 5.20 5.40
5000 ITI/Z 41.10 22.07%
74.0
0 ‘H\ ‘ u‘ H 870 1170
“_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9534: Butane, 1-(1-methylethoxy)- anpraumpfppp e el
43.0 4.80 5.00 5.20 5.40
56.0 m/z 73.10 19.62%
5000
73.0 101.0
29.0
w0 ||l L
oH‘HH_m_Hwmwml“wwwwwwwwm e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127979.D

Acqg On : 28 Apr 2022 14:23
Operator : CG\JU

Sample : N2482-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.728 4.02 ng 141034 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 80
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 53
3 1-Propanol, 3,3'-oxybis- 134 C6H1403 002396-61-4 50
4 Ethane, 1l-ethoxy-1-methoxy- 104 C5H1202 010471-14-4 50
5 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 42
Abundance Scan 755 (6.728 min): BF127979.D\data.ms (-752) (-) m/z 59.10 100.00%
59.1
5000
41. 103.1
O RRREEEas S A RERR
‘ 7o 6.40 6.60 6.80 7.00
Ol 7RO w/z 45.10  56.16%
miz-> 20 40 60 80 100 120 140
Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 \\‘\\/\\/\\‘\\\\‘\\\\‘\\\\’
103.0 6.40 6.60 6.80 7.00
31.0 m/z 103.10  29.95%
o120 “ W T8 | 1300 149.0
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #17331: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
SRV LU i L= S A
6.40 6.60 6.80 7.00
5000 m/z 73.05 27.47%
103.0
31.0
| \‘H‘ ul 75.0
0t e e e
miz--> 20 40 60 80 100 120 140
Abundance #17308: 1-Propanol, 3,3"-oxybis- o RRARNEGEEEEESEEE
31.0 59.0 6.40 6.60 6.80 7.00
m/z 41.10 25.91%
5000
103.0
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127979.D

Acqg On : 28 Apr 2022 14:23
Operator : CG\JU

Sample : N2482-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 unknown6.757 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.757 8.24 ng 289173  1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 58
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 47
3 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 47
4 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 47
5 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H2004 001638-16-0 47

Abundance Scan 760 (6.757 min): BF127979.D\data.ms (-757) (-) m/z 59.10 100.00%

59.1
5000
a1, 105.1
R B R
‘ %7_0 1 ‘l 0 6.40 6.60 6.80 7.00
) NSRS 1) RS T ﬁm e m/z 45.10  54.95%
miz--> 20 40 60 80 100 120 140
Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 \‘\A‘\\\\’\\\\‘\\\\‘\
103.0 6.40 6.60 6.80 7.00
31.0 m/z 105.10 35.22%
o120 ‘\‘ ‘u 4750 . 130.0 149.0
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #17330: 1-Propanol, 2-(2-hydroxypropoxy)- ﬂ
5C
R ARRRRL
6.40 6.60 6.80 7.00
5000 m/z 103.10 34.90%
31.0 103.0
o150 ., 750
miz--> 20 40 60 80 100 120 140
Abundance #17321: Dipropylene glycol (isomer 3) “KA‘A“‘W“‘_““
59.0 6.40 6.60 6.80 7.00
m/z 41.10 29.13%
5000
31.0 103.0
o220 Ll L TR0 e
m/z--> 20 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127979.D

Acqg On : 28 Apr 2022 14:23
Operator : CG\JU

Sample : N2482-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 2-Propanol, 1-(2-methoxypro... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.851 8.25 ng 289725 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 83
2 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 83
3 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 78
4 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 78
5 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 64
Abundance Scan 776 (6.851 min): BF127979.D\data.ms (-773) (-) m/z 59.05 100.00%
59.0

5000

;

6.60 6.80 7.00 7.20

il 7p0 1041 1
e e R b e M/2 45,00 14.82%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance  #26721: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0

45.0

o

o

5000 e S
6.60 6.80 7.00 7.20

m/z 43.05 10.85%

31.0 104.0
o280 iyl | 780 I 1300
H‘\\\\‘\\\\‘\\H‘H\\‘\\H‘HH‘H\\’H\\‘\\\\‘H\\‘\\H‘\H\‘\\H’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #26713: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
6.60 6.80 7.00 7.20
5000 ITI/Z 41.10 9.23%
31.0
oL 220l 750 1080 1300
vt b e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17307: 1-Propanol, 2,2'-oxybis-
59.0 6.60 6.80 7.00 7.20
m/z 73.10 8.81%
5000
31.0 103.0
BTV A N W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127979.D

Acqg On : 28 Apr 2022 14:23
Operator : CG\JU

Sample : N2482-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Benzene, 1,2,3-trichloro- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
8.151 2.17 ng 99002 Naphthalene-d8 8.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trichloro- 180 C6H3C13 000087-61-6 94
2 Benzene, 1,2,4-trichloro- 180 C6H3C13 000120-82-1 94
3 Benzene, 1,3,5-trichloro- 180 C6H3C13 000108-70-3 91
4 4-Bromo-4-chloropyrazole 180 C3H2BrC1N2 1000435-93-9 53
5 Benzene, (bromoethynyl)- 180 C8H5Br 000932-87-6 50
Abundance Scan 997 (8.151 min): BF127979.D\data.ms (-988) (-) m/z 179.90 100.00%
179.9
5000
5.0 109.0 1450
T
7.80 8.00 8.20 8.40
0! m/z 181.90 88.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55237: Benzene, 1,2,3-trichloro-
180.0
5000 L LA B L BN BN B
74.0 109.0 145.0 7.80 8.00 8.20 8.40
m/z 57.00 32.77%
37.0 ‘ ‘ ‘
O\J-\z\p‘\\\“\“‘\‘\H\h\i\\U\‘\H\H\\‘\H‘\\‘\\\\‘“\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55242: Benzene, 1,2,4-trichloro-
180.0
AR maaaa R S
7.80 8.00 8.20 8.40
5000 m/z 183.90 28.57%
145.0
74.0 109.0 ‘
ow??qmm H“‘wm‘;‘www;“m_m
miz--> 20 40 60 80 100 120 140 160 180
Abundance #55241: Benzene, 1,3,5-trichloro- T e
180.0 7.80 8.00 8.20 8.40
m/z 45.05  28.20%
5000
145.0
740 100.0 ‘ 'Lm
0 28.0, Hh oI ‘M \“

m/z-->

20 40 60 80 100 120 140 160 180
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127979.D

Acqg On : 28 Apr 2022 14:23
Operator : CG\JU

Sample : N2482-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Phenol, 4-(1,1-dimethylprop... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.386 23.09 ng 1106730  Acenaphthene-d10 9.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 91
2 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 90
3 Phenol, m-tert-butyl- 150 C1@H140 000585-34-2 64
4 4,4'-(1,2-diethylethylene)diphenol 270 C18H2202 005635-50-7 64
5 Imidazo[1,2-c]pyrimidin-5-0l 135 C6H5N30 055662-66-3 59

Abundance Scan 1207 (9.386 min): BF127979.D\data.ms (-1204) (-} m/z 135.05 100.00%

135.1
5000 107.1
R B ana
41.1 77.0 164.1 9.00 9.20 9.40 9.60 9.80
Ot b b L 20T s 167,05 45.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 1070 [T T [T T[T T T TT T 1T
9.00 9.20 9.40 9.60 9.80
164.0 m/z 95.00 10.86%
410 770 |
O\]-\5\.‘0\\\\“‘\\\\‘\\\\‘\\‘\‘f‘\\\\[\\\‘\“\f‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27481: Phenol, p-tert-butyl-
135.0
(P T T
9.00 9.20 9.40 9.60 9.80
5000 m/z 77.00 10.70%
107.0
410 770 ‘
ol280 i b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27473: Phenol, m-tert-butyl- R R
135.0 9.00 9.20 9.40 9.60 9.80
m/z 136.05 10.36%
5000
107.0
41.0 770
o150, | o |

m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127979.D

Acqg On : 28 Apr 2022 14:23
Operator : CG\JU

Sample : N2482-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Pentadecanoic acid, 14-meth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.839 4.92 ng 234280  Phenanthrene-di10 11.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 83
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 78
4 Methyl 8-methyl-nonanoate 186 C11H2202 1000452-00-9 60
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 49

Abundance Scan 1624 (11.839 min): BF127979.D\data.ms (-1621) (- m/z 74.10 100.00%
74.1

50007 41.0
143.1 1751 [ 750
bbbt Lo ‘ |pp2.2261.1 yile =22
U 1 T Y S SRR, O Y G ol m/z 87.05 70.63%
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #161238: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000 270.0 7 T
43.0 11.50 12.00
143.0 227.0 m/z 57.10 46.29%
| ‘ 1910 ‘ 1850
O ‘\‘\‘\\“‘\\\”‘\‘\\“\‘\‘”1\\“\\‘\‘\‘\‘\\\‘\\\\‘\\‘\\‘\‘\\\“\\\\‘\\\\“\\\\‘\\‘\\‘
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #161211: Hexadecanoic acid, methyl ester
74.0
— ——
11.50 12.00
5000 43.0 m/z 55.10 42.68%
143.0
270.0
1] M 101.0 1850 2270 |
bt bl L
kel b e b b e e b e

m/z--> 20 40 60 80 100120140160 180 200 220240 260

Abundance #109337: Tridecanoic acid, methyl ester “ —
74.0 11.50 12.00
m/z 41.05 42.65%
= VWMMWNJAMﬂWNL%wwan
Ly gero MPO 1850 o540
et e e e e e e e — —
m/z--> 20 40 60 80 100120140160 180200 220 240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127979.D

Acqg On : 28 Apr 2022 14:23
Operator : CG\JU

Sample : N2482-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 9-Octadecenoic acid, methyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.551 3.94 ng 187498  Phenanthrene-di10 11.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
2 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99
3 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
4 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
5 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1010333-58-3 99

Abundance Scan 1745 (12.551 min): BF127979.D\data.ms (-1740) (1 m/z 55.00 100.00%
55.0

-

5000 a7 1
T T
%23.1 1802 222.2 2643 ) 12.50
o! ‘i‘ u“h\\ “\‘M\Hwh‘n T L - ‘h\\ - ‘h“ ‘2‘96"" m/z 41.10 73.82%
miz--> 50 100 150 200 250 300
Abundance #194409: 9-Octadecenoic acid, methyl ester
55.0
5000 817.0 — ‘
264.0 12.50
230 180.0 2920 m/z 69.10 62.83%
[, e 0 |
0! u‘m 3 H\\H‘ H\HU\ H‘H\ ol “L e I — - b \‘
miz-> 50 100 150 200 250 300
Abundance #194424: 11-Octadecenoic acid, methyl ester
55.0

7
12.50

5000 m/z 74.00  55.75%

222.0

23.0 180.0

296.C

0,
miz--> 50 100 150 200 250 300 A
Abundance #194441: 9-Octadecenoic acid (Z)-, methyl ester — ‘
55.0 12.50
m/z 83.10 54.70%
5000 87.0 (\/MN\LNW
23.0
0150 il \M\T\\ mh\m bl }8(\)0 22\20 26ﬁ0296c
! e a o
m/z--> 50 100 150 200 250 300 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042822\
Data File : BF127979.D

Acqg On : 28 Apr 2022 14:23
Operator : CG\JU

Sample : N2482-04

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown5.175 5.175 4.2 ng 145965 1 6.928 702200 20.0
2-Propanol, 1-(... 6.728 4.0 ng 141034 1 6.928 702200 20.0
unknown6.757 6.757 8.2 ng 289173 1 6.928 702200 20.0
2-Propanol, 1-(... 6.851 8.3 ng 289725 1 6.928 702200 20.0
Benzene, 1,2,3-... 8.151 2.2 ng 99002 2  8.210 910946 20.0
Phenol, 4-(1,1-... 9.386 23.1 ng 1106730 3 9.969 958664 20.0
Pentadecanoic a... 11.839 4.9 ng 234280 4 11.463 952844 20.0
9-Octadecenoic ... 12.551 3.9 ng 187498 4 11.463 952844 20.0
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